Figure S1
Scatter plots of the scale factor F obs /F calc against sin(θ)/λ for forms I -IV, (a)-(d) respectively. (a) (b) Figure S4 . ORTEP plot of form II ( a) X-ray, ( b) neutron , with thermal ellipsoids drawn at the 50% probability level. H atoms for X-ray determination are shown as spheres of arbitrary radius.
(a) (b) Figure S5 . ORTEP plot of form III molecule 1 ( a) X-ray, (b) neutron , with thermal ellipsoids drawn at the 50% probability level. H atoms for X-ray determination are shown as spheres of arbitrary radius.
(a) (b) Figure S6 . ORTEP plot of form III molecule 2 ( a) X-ray, (b) neutron , with thermal ellipsoids drawn at the 50% probability level. H atoms for X-ray determination are shown as spheres of arbitrary radius.
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